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Positional parameters and B(eq) for 95025 Peters/CCC
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Positional parameters and B(eq) for 95025 Peters/CCC 3
atom x y z B(eq)
H(1) 0.4299 0.4146 
-0.0456 7.9
H(2) 0.4085 0.3520 -0.1890 7.9
H(3) 0.3654 0.4365 
-0.1423 7.9
H(4) 0.2720 0.2200 
-0.0168 9.0
H(5) 0.3509 0.2164 
-0.1040 9.0
H(6) 0.3675 0.2788 0.0397 9.0
H(7) 0.1979 0.3450 -0.1976 9.0
H(8) 0.2315 0.2563 -0.2602 9.0
H(9) 0.1693 0.2615 
-0.1489 9.0
H(10) 0.3925 0.4668 0.6160 15.9
H(11) 0.4157 0.5066 0.5030 15.9
H(12) 0.3386 0.5344 0.5859 15.9
H(13) 0.3602 0.3102 0.4669 16.0
H(14) 0.3107 0.2898 0.3290 16.0
H(15) 0.4007 0.3613 0.3728 16.0
H(16) 0.1783 0.4060 0.5123 18.5
H(17) 0.1869 0.3108 0.4248 18.5
H(18) 0.2311 0.3476 0.5681 18.5
H(19) 0.3247 0.9461 0.3746 3.3
H(20) 0.1816 1.0415 0.6785 4.8
H(21) 0.2316 0.7865 0.5929 3.9
H(22) 0.5352 0.8796 0.5164 5.4
H(23) 0.4797 0.8980 0.4062 5.4
H(24) 0.4495 0.9195 0.5457 5.4
H(25) 0.3815 0.7885 0.6331 5.3
H(26) 0.3694 0.6888 0.5443 5.3
H(27) 0.4652 0.7451 0.6040 5.3
H(28) 0.1148 0.8607 0.3623 6.0
H(29) -0.0230 0.8925 0.0447 8.7
H(30) 0.0415 0.6467 0.0077 6.4
H(31) 0.0914 0.5603 0.4413 5.7
H(32) 0.1673 0.5637 0.3498 5.7
H(33) 0.1651 0.6482 0.4673 5.7
H(34) -0.0309 0.5150 0.2337 9.6
H(35) -0.0238 0.5767 0.1444 9.6
H(36) 0.0481 0.5188 0.1475 9.6
H(37) 0.2136 0.8732 0.0932 4.2
H(38) 0.4349 1.0732 0.1597 5.0
H(39) 0.4636 0.8159 0.1279 4.0
H(40) 0.4073 0.6290 -0.0257 7.5
H(41) 0.3833 0.6179 -0.1718 7.5
H(42) 0.4262 0.7130 -0.0753 7.5
H(43) 0.1664 0.6010 -0.0457 5.0
H(44) 0.2145 0.5465 -0.1565 5.0
H(45) 0.2426 0.5552 -0.0125 5.0
H(46) 0.4313 0.6585 0.3169 3.8
H(47) 0.4681 0.7398 0.2670 3.8
H(48) 0.5243 0.7216 0.3767 3.8
H(49) 0.2943 1.1456 0.5695 6.5
H(50) 0.2969 1.0968 0.4224 6.5








































































































































for 95025 Peters/CCC 4
Table 2. Atomic coordinates [ x 10 4 and equivalent isotropic
displacement parameters [A2 x 103 for 95146. U(eq) is defined
as one third of the trace of the orthogonalized U tensor.
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C(49) 896(9) 10213(7) 1343(9) 49(5) 6
C(51) 6989(8) 7109(7) 2702(8) 16(4)
C(52) 6995(10) 6548(7) 2239(9) 41(5)
C(53) 7632(12) 6441(9) 2017(10) 53(5)
C(54) 8273(11) 6869(11) 2252(11) 59(5)
C(55) 8307(9) 7420(10) 2722(11) 48(5)
C(56) 7679(9) 7553(7) 2970(8) 31(4)
C(57) 6349(9) 6796(8) 3603(8) 28(4)
C(58) 5723(10) 7071(8) 3899(8) 53(5)
C(59) 7188(8) 6821(8) 4271(8) 43(5)
C(61) 1235(8) 6986(7) 2863(8) 19(4)
C(62) 516(8) 7017(7) 3006(9) 26(4)
C(63) 417(10) 6652(8) 3594(10) 37(4)
C(64) 1041(12) 6220(8) 4062(9) 41(5)
C(65) 1760(11) 6193(8) 3963(10) 38(4)
C(66) 1845(8) 6560(7) 3379(9) 20(4)
C(67) 1004(9) 6914(7) 1512(8) 23(4)
C(68) 79(8) 6836(7) 1216(7) 28(4)
C(69) 1220(8) 7283(7) 901(7) 30(4)
C(110) 4451(9) 9356(7) 2468(10) 51(5)
C(210) 3413(8) 8096(7) 3955(8) 44(5)
C(310) 4920(8) 6967(8) 1063(8) 41(5)
C(410) 2292(9) 9729(7) 1959(8) 38(5)
C(510) 6146(9) 6020(8) 3360(9) 45(5)
C(610) 1409(9) 6168(7) 1646(9) 46(5)
